LJUNGSKILE: a program for assessing uncertainties in speciation calculations.
Speciation calculations are often the base upon which further and more important conclusions are drawn, e.g., solubilities and sorption estimates used for retention of hazardous materials. Since speciation calculations are based on experimentally determined stability constants of the relevant chemical reactions, the measurement and experimental uncertainty in these constants will affect the reliability of the simulation output. The present knowledge of the thermodynamic data relevant for predicting the behaviour of a complex chemical system is quite heterogeneous. In order to predict the impact of these uncertainties on the reliability of a simulation output requires sophisticated modelling codes. In this paper, we will present a computer program, LJUNGSKILE, which utilises the thermodynamic equilibrium code PHREEQC to statistically calculate uncertainties in speciation based on uncertainties in stability constants. A short example is included.